Effect of Pt and Sn on the adsorption of n-heptane in gamma-Al2O3 catalyst models.
The Grand Canonical Monte-Carlo (GCMC) method has been used to carry out simulations of the adsorption of n-heptane in models of naphtha-reforming catalysts. Models used in the study differed in the number and distribution of metal atoms-Pt and Sn. The number of adsorbed n-heptane molecules grows linearly with increasing number of metal atoms. The effect of Pt content on the adsorption of n-heptane molecules is most distinct at approximately 100 kPa and within the lower range of the temperatures investigated. In the models of bimetallic catalysts, the effect of the two metals is additive. [Figure: see text]. Effect of Pt and Sn on number of n-heptane molecules adsorbed in Al2O3 catalyst in 773 K and 1000 kPa.